In the structure of the title compound, C 11 H 12 N 2 O 6 , the molecules are stacked along the b axis without anyinteractions. The stacked columns are linked together by nonclassical intermolecular C-HÁ Á ÁO interactions,. In the molecule, the nitro groups make dihedral angles of 9.4 (5) and 10.3 (5) with the benzene ring.
Related literature
For the properties and applications of dinitrobenzoate derivatives, see: Huang et al. (2004) ; Kagitani et al. (1984) ; Olive (1979) . For the anti-creatinine effects of a series of 3,5-dinitrobenzoic acid esters, see: Yu & Yang (2002) . For bondlength data, see: Allen et al. (1987) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Kagitani et al., 1984) . Moreover, some synthetic dinitrobenzoate compounds have shown useful properties in DNA and oligosaccharide synthesis (Olive, 1979; Huang et al., 2004) .
Furthermore, a series of 3,5-dinitrobenzoic acid esters has also been synthesized and their anti-creatinine effects have been studied (Yu & Yang, 2002) . To study their structures and activities, we report here the crystal structure of the title compound,
The bond lengths and angles in (I) ( Fig. 1 ) are within expected ranges (Allen et al., 1987) . The two nitro groups are inclined by 9.4 (5) and 169.7 (5)° to the benzene ring, respectively. Except for atoms C1 and C2, the other non-H atoms of the molecule lie in a plane. In the crystal structure, the molecules are stacked along the b axis, without any π-π interaction.
The stacked columns are linked together by non-classical intermolecular interactions of the type C-H···O, details have been given in Table 1 .
Experimental 3,5-Dinitrobenzoylchloride (5200 mg, 23 mmol) was added in iso-butanol (25 ml, 271 mmol) and the mixture was refluxed for 4 h. White product appeared after cooling to room temperature. They were separated and washed with cold water. Single crystals of the title compound were grown by slow evaporation of a methanol solution: colourless needle-shaped crystals were formed after several days.
Refinement
Positional parameters of all the H atoms bonded to C atoms were calculated geometrically and were allowed to ride on the C atoms to which they are bonded, with C-H distances of 0.93 Å(aromatic), 0.98 Å(CH), 0.97 Å(CH 2 ) and 0.96 Å(CH 3 ); U iso (H) = 1.2U eq (C) for the aromatic H, CH and CH 2 ; U iso (H) = 1.5U eq (C) for CH 3 . Figures   Fig. 1 . A view of the title compound with the atomic numbering scheme. Displacement ellipsoids were drawn at the 30% probability level. 
Data collection
Enraf-Nonius CAD-4 diffractometer R int = 0.061
Radiation source: fine-focus sealed tube θ max = 25.3º
Monochromator: graphite θ min = 1.5º 
